Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.009 Å; R factor = 0.037; wR factor = 0.086; data-to-parameter ratio = 12.9.
Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA
D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C8B-H8BÁ Á ÁO1B i 0.93 2.50 3.419 (8) 172
Symmetry code: (i) x À 1 2 ; Ày; z.
Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, (1997) ); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). (E)-3-(4-Bromophenyl)-3-[3-(4-bromophenyl)-1H-pyrazol-1-yl]prop-2-enal P. Ramesh, R. Manikannan, S. Muthusubramanian, K. Ravichandran and M. N. Ponnuswamy
Comment
Pyrazole derivatives possess significant antiarrhythmic and sedative (Bruno et al., 1990) , hypoglycemic (Cottineau et al., 2002) , antiviral (Baraldi et al., 1998) , and pesticidal (Londershausen et al., 1996) properties. Some pyrazole derivatives are successfully tested for their antifungal (Chen & Li, 1998 ), antihistaminic (Mishra et al., 1998 and anti-inflammatory (Smith et al., 2001) activities. The crystallographic study of the title compound has been carried out to establish the molecular structure.
An ORTEP plot of the molecule is shown in Fig. 1 . There are two crystallographically independent molecules in the asymmetric unit. One of the bromophenyl rings lies almost in the plane of the pyrazole moiety and the other ring is approximately perpendicular to it [dihidral angles [5.8 (3) ° for C15A-C20A ring and 5.1 (3)° for C15B-C20B ring; 80.3 (3)° for C7A-C12A ring and 76.5 (3)° for C7B-C12B ring]. The vinyl aldehyde groups adopt extended conformation [C6A-C13A-C14A-O1A = -177.9 (7)° for molecule A and 179.4 (7)° for molecule B]. The sum of the bond angles at atoms N2A (359.9°) and N2B (360.0°) of the pyrazole ring in both molecules are in accordance with sp 2 hybridization.
The molecular conformation is stabilized by weak intra molecular C-H···N interactions. The crystal packing shows intermolecular C-H···O interactions. Atom C8B at (x, y, z) donates a proton to atom O1B at (x -1/2, -y, z), forming a C7 (Bernstein, 1995) zigzag chain running along the a axis as shown in Fig. 2 
Experimental
To a mixture of 1-(4-bromophenyl)-1-ethanone N-[(E)-1-(4-bromophenyl)ethylidene] hydrazone (0.003 mole) and 3 ml of dimethyl formamide kept in an ice bath at 0°C, phosphorus oxycholride (0.024 mole) was added dropwise for 5-10 minutes. The reaction mixture was then kept in a microwave oven at 600 W for 30-60 sec. The process of the reaction was monitored by TLC. After completion of the reaction, the reaction mixture was poured into crushed ice and extracted with dichloromethane. The organic layer was dried with anhydrous sodium sulfate. The different compounds present in the mixture were separated by column chromatography using petroleum ether and ethyl acetate mixture as eluent. This isolated compound was rectystalized in dichloromethane.
Refinement
All H atoms were positioned geometrically (C-H = 0.93 Å) and allowed to ride on their parent atoms, with U iso (H) = 1.2U eq (C) for all H atoms. Fig. 1 . Perspective view of one of the two molecules in the asymmetric unit with the atomic numbering and 50% probability displacement ellipsoids. 
Figures
(E)-3-(4-Bromophenyl)-3-[3-(4-bromophenyl)-1H-pyrazol-1-yl]prop-2-enal
Geometric parameters (Å, °)
Br1A-C10A 1.898 (7) C8B-H8B 0.9300 Br1B-C10B 1.892 (7) C9A-C10A 1.339 (9) supplementary materials sup-10 
